Identification of Hydrogen bonding interactions with key water molecules
Figure S7: Illustration of key amino acid residues (THR74 (green), GLU46 (red) and LYS36(blue) in CPK representation ) participating in hydrogen bonds with three water molecules(cyan colored). Also shown is the ligand(silver in licorice representation) and a density map of the binding pocket(pink). The binding pocket is transparently represented to highlight the key amino acid residues hydrogen bonding with water molecules. The water molecules also forms hydrogen bond among themselves. The details can be found in the main text
OPLS parameters for Dasatinib used in the study:
The functional form of the forcefield:
where The parameter-tables are enumerated from next page onwards. 
